. The XScore of the replicas versus the cycle in the REMC simulations. Different colors indicate the trajectories of different replicas. The trajectories are overlapped between most of the neighboring replica pairs, indicating that there are sufficient swaps between the replicas; such overlap is essential for the high-temperature replicas to help low-temperature ones to jump cross energy basins in the Replica-exchange Monte Carlo simulations. The example was taken from one of the decoys from the hexamerization domain of N-ethylmaleimide-sensitive fusion protein (PDB ID: 1D2N), where the acceptance rate of the swap movements is 98.5%.

